Source of material
l,3,5-tris(benzylamino)-l,3,5-trideoxy-m-inositol (tbci) was prepared by the reaction of 1,3,5-triamino-1,3,5-trideoxy-ciiinositol (taci) [1] with three equivalents of benzaldehyde in MeOH, followed by the reduction of the resulting Schiff base with NaBH4. Crystals of the title compound were grown from a solution of tbci in dry methanol.
Experimental details
Hydrogen atoms of the amino and hydroxy groups were located in a difference Fourier map and were refined with variable isotropic displacement parameters. The hydrogen atoms of the MeOH disordered molecule were not considered. All other hydrogen atoms were placed at calculated positions using a riding model with t/iso = 1.2i/eq of the corresponding heavy atom.
Discussion
1,3,5-triamino-1,3,5-trideoxy-ci.s-inositol (taci) and /V-alkylated derivatives have attracted considerable attention recently due to their interesting metal binding properties. [2] The three benzyl substituents of the title compound generate a rather lipophilic complexing agent and stabilize the chair conformation of the cyclohexane ring with three axial hydroxy groups. [3] The crystal structure analysis exhibited two crystallographically independent molecules in the asymmetric unit. Both of them have the expected chair conformation with axial hydroxy groups which is stabilized by intramolecular Ο-Η···0 hydrogen bonding (O-O distance: 2.74 Ä and 2.73 Ä). The O-O distances between two axial oxygen atoms without hydrogen bonding are considerably longer and fall in the range of 2.88 Ä -3.01 A (mean value: 2.94 Ä). The structure contains a disordered methanol molecule with two partially occupied positions (71(3) % and 29(3) % occupancy) for the hydroxy group. Both of the split positions are stabilized by an Ο-H-N hydrogen bond. Owing to this disorder,the observed C-Ο bond length is obviously not meaningful. 
